Key indicators: single-crystal X-ray study; T = 193 K; mean (C-C) = 0.002 Å; R factor = 0.042; wR factor = 0.119; data-to-parameter ratio = 13.9.
Experimental
Crystal data C 19 H 16 N 4 M r = 300.36 Triclinic, P1 a = 6.4270 (4) Å b = 11.1706 (6) Å c = 11.3672 (7) Å = 79.963 (5) = 74.894 (5) = 81.877 (5) V = 771.88 (8) Å 3 Z = 2 Cu K radiation = 0.63 mm À1 T = 193 K 0.45 Â 0.40 Â 0.25 mm
Data collection
Enraf-Nonius CAD-4 diffractometer 3207 measured reflections 2924 independent reflections 2573 reflections with I > 2(I) R int = 0.088 3 standard reflections every 60 min intensity decay: 2% Refinement R[F 2 > 2(F 2 )] = 0.042 wR(F 2 ) = 0.119 S = 1.03 2924 reflections 211 parameters H-atom parameters constrained Á max = 0.25 e Å À3 Á min = À0.21 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry code: (i) Àx; Ày; Àz þ 1.
Data collection: CAD-4 Software (Enraf-Nonius, 1989 ); cell refinement: CAD-4 Software; data reduction: CORINC (Drä ger & Gattow, 1971); program(s) used to solve structure: SIR97 (Altomare et al., 1999); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: PLATON (Spek, 2009); software used to prepare material for publication: PLATON. Seidel 1960; Huisgen, Sturm & Markgraf, 1960) and can also be applied to 2-chloroazines to yield triazolo-annulated azines. In the crystals of the title compound, the phenyl ring is only slightly turned out of the plane of the heterocyclic core [dihedral angle of 15.09 (6)°], the angle between the mean planes of the core and the m-tolyl ring amounts to 71.80 (6)°. Two molecules of the title compound form a dimer connected via hydrogen bonds C6-H6···N8 (2.53 Å) and C23-H23···N8
&
(2.61 Å). In the crystal, the dimers are connected via π-π-interactions between the rings with a distance of the triazoles (C1-N2, C7-N9) of 3.5404 (8) Å and of the pyrimidines (N2-C7) of 3.7045 (8) Å.
Experimental
The title compound was prepared by adding 2,4,6-collidine (0.54 g, 4.5 mmol) to a solution of 4-chloro-2-methyl-6phenylpyrimidine (0.61 g, 3 mmol) and 5-(3-methyl-phenyl)tetrazole in xylenes (60 ml) and heating until gas was evolved (363 K). Stirring and heating was continued for 6 h, the solvent removed in vacuo and the residue purified by chromatography (SiO 2 /toluene/ethyl acetate = 1 / 1, R f = 0.28). The title compound was isolated as a yellowish powder with m.p. = 412-413 K. Crystals were obtained by slow evaporation of a solution of the title compound in chloroform/hexanes. All spectrocopic data were in accordance with the assumed structure, but an unique proton-proton coupling over 6 bonds from the pyrimidine-H across the heterocycle to the methyl group was observed.
Refinement
Hydrogen atoms were placed at calculated positions with C-H = 0.95 Å (aromatic) or 0.98-0.99 Å (sp 3 C-atom). All H atoms were refined in the riding-model approximation with isotropic displacement parameters set at 1.2-1.5 times of the U eq of the parent atom. 
5-
Hall symbol: -P 1 Melting point: 412 K a = 6.4270 (4) Å Cu Kα radiation, λ = 1.54178 Å b = 11.1706 (6) Å Cell parameters from 25 reflections c = 11.3672 (7) 0.0327 (7) 0.0293 (7) 0.0279 (6) −0.0057 (5) −0.0075 (5) −0.0054 (5) N4 0.0381 (6) 0.0315 (6) 0.0301 (6) −0.0064 (5) −0.0125 (5) −0.0040 (5) C5 0.0292 (6) 0.0320 (7) 0.0275 (6) −0.0024 (5) −0.0072 (5) −0.0084 (5) C6 0.0306 (7) 0.0320 (7) 0.0307 ( 0.0305 (7) 0.0288 (7) 0.0265 (6) −0.0035 (5) −0.0088 (5) −0.0022 (5) C11 0.0319 (7) 0.0317 (7) 0.0317 (7) 0.0031 (5) −0.0124 (5) −0.0046 (5) C12 0.0431 (8) 0.0293 (7) 0.0297 (7) 0.0017 (6) −0.0144 (6) −0.0046 (5) C13 0.0426 (8) 0.0393 (8) 0.0344 (7) −0.0020 (6) −0.0209 (6) −0.0029 (6) C14 0.0307 (7) 0.0510 (9) 0.0410 (8) 0.0011 (6) −0.0143 (6) −0.0061 (7) C15 0.0311 (7) 0.0423 (8) 0.0320 (7) 0.0010 (6) −0.0062 (5) −0.0088 (6) C16 0.0641 (11) 0.0504 (9) 0.0417 (9) 0.0153 (8) −0.0249 (8) −0.0206 (7) C17 0.0474 (8) 0.0352 (7) 0.0368 (7) −0.0144 (6) −0.0187 (6) 0.0008 (6) C18 0.0355 (7) 0.0321 (7) 0.0285 (7) 0.0013 (5) −0.0104 (5) −0.0081 (5) C19 0.0572 (10) 0.0350 (8) 0.0494 (9) −0.0071 (7) −0.0261 (8) −0.0021 (7) C20 0.0750 (12) 0.0369 (9) 0.0590 (11) −0.0055 (8) −0.0320 (9) 0.0051 (8) C21 0.0667 (11) 0.0456 (9) 0.0472 (9) 0.0101 (8) −0.0299 (8) −0.0028 (7) C22 0.0493 (9) 0.0526 (10) 0.0486 (9) 0.0026 (7) −0.0275 (7) −0.0101 (7) 
